The crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
All solvents were of analytical grade. The title compound was isolated from the mangrove endophytic fungi Pestalotiopsis sp. collected from Dongzhai Harbor of Hainan Island, China, further purified by reversed-phase HPLC using a Sharpsil-U 5 µm C18 100 Å column (10.00 × 250 mm) and an isocratic 50% acetonitrile/50% H 2 O at the flowrate of 2 mL/min over 30 min, detection at 254 nm, and afforded 8.6 mg. Colorless crystals were obtained from slow evaporation of the methanol solution in open air at room temperature.
1 H-NMR(400 MHz, Methanol-D4): 5.24 ppm (2H, s), 3 .76 ppm (3H, s), 2.17 ppm (3H, s), 2.14 ppm (3H, s).
Experimental details
U iso values of hydrogen atoms were set to 1.2Ueq of the parent atoms.
Comment
Pestalotiopsis sp. was isolated from the stem of mangrove Sonneratia apetala planted at Dongzhai Harbor of Hainan Island, China, and identified by 18S RNA gene sequence [4] . The strain was cultured and fermented using rice medium (rice 250 g/L, crude sea salt 2 g/L) on stable condition at 28°C for 30 days as described in Zhang's paper [5] . Then the culture was repetitively extracted with MeOH solvent and fractionated using normal-phase vacuum liquid chromatography (VLC) to obtain nine fractions (Fr. A-I). Fraction E (50% hexanes/50% EtOAc) was further purified by reversed-phase HPLC, and 7-hydroxy-5-methoxy-4,6-dimethylphthalide was obtained. Its structure was elucidated by comprehensive analysis of spectroscopic data, and confirmed by single-crystal X-ray crystallography. 7-hydroxy-5-methoxy-4,6-dimethylphthalide, as a phthalide derivative, carry a lactone formed by dehydrationreaction of γ-hydroxy carboxylic acids. Phthalides have been possessing various biological activities such as antifugi, antibacteria, antivirus, antitumor, treatment of thrombosis and cerebral vascular diseases [6] [7] [8] .
The title compound has been reported before from the same fungus, containing its 1 H-NMR and 13 C-NMR data, it also showed significant antiviral activities against Cox-B3 and RSV with IC 50 values of 19.6 µM and 21.0 µM [9] . The crystal structure of title compound has not been reported before, however similar compounds have been identified by X-ray crystallographic diffraction analysis [10] . Furthermore, the crystal structure of the parent is known, in which all geometric parameters are in accord with the present study [11] .
